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Current Data Parameters
NAME               ADRS
EXPNO             18430
PROCNO                1

F2 - Acquisition Parameters
Date_          20110318
Time              12.39
INSTRUM          dpx250
PROBHD   5 mm Dual 13C/
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                   32
DS                    2
SWH            5175.983 Hz
FIDRES         0.078979 Hz
AQ            6.3308277 sec
RG                912.3
DW               96.600 usec
DE                 6.00 usec
TE                293.2 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H
P1                 9.00 usec
PL1                0.00 dB
SFO1        250.1315447 MHz

F2 - Processing parameters
SI                32768
SF          250.1300234 MHz
WDW                  EM
SSB                   0
LB                 0.30 Hz
GB                    0
PC                 1.00

Analysis number 337104
Compound Code HTS13968
Book Reference 600/38/2
Project Code QC-SCR
Chemist Name DaveC

1 Signature Appended
MIDAS Raw Prints: 296029
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=====================================================================
                         Area Percent Report                         
=====================================================================

Sorted By             :      Signal
Multiplier            :      1.0000
Dilution              :      1.0000
Use Multiplier & Dilution Factor with ISTDs

Signal 1: VWD1 A, Wavelength=215 nm

Peak RetTime Type  Width     Area      Height     Area  
  #   [min]        [min]  mAU   *s   [mAU   ]       %
----|-------|----|-------|----------|----------|--------|
   1   3.549 BB    0.0377 2615.38208 1109.72876  97.6330
   2   3.813 BB    0.0451   19.45452    6.50168   0.7262
   3   4.273 PP    0.0382   13.49616    5.62426   0.5038
   4   4.676 BB    0.0552   30.45693    8.16631   1.1370

Totals :                  2678.78969 1130.02101

 Results obtained with enhanced integrator!
=====================================================================
                          *** End of Report ***

Data File C:\HPCHEM\HPLC_2\DATA\MAR11\18Mar020.D                                   Sample Name: 337104
   1_HTS13968
   2_600/38/2
   3_DaveC
   4_QC-SCR
   
   =====================================================================
   Injection Date  : 18/03/2011 12:45:50 PM         Seq. Line :  15
   Sample Name     : 337104                          Location : P1-A-05
   Acq. Operator   :                                      Inj :   1
                                                   Inj Volume : 5 µl
   Sequence File   : C:\HPCHEM\HPLC_2\SEQUENCE\18MAR11.S
   Method          : C:\HPCHEM\HPLC_2\METHODS\HIGH_5.M
   Last changed    : 09/02/2011 14:19:29 PM
   pH10 mobile phase (water +0.05% NH3, Acetonitrile +0.05% NH3)
   5cm column
   Flow-rate 1ml/min 5ul injection, 40C column temp, 215nm
   =====================================================================

Instrument 1 18/03/2011 12:51:55 PM Page 1 of 1

1 Signature Appended
MIDAS Raw Prints: 296028
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Current Data Parameters
NAME               ADRS
EXPNO             18430
PROCNO                1

F2 - Acquisition Parameters
Date_          20110318
Time              12.39
INSTRUM          dpx250
PROBHD   5 mm Dual 13C/
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                   32
DS                    2
SWH            5175.983 Hz
FIDRES         0.078979 Hz
AQ            6.3308277 sec
RG                912.3
DW               96.600 usec
DE                 6.00 usec
TE                293.2 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H
P1                 9.00 usec
PL1                0.00 dB
SFO1        250.1315447 MHz

F2 - Processing parameters
SI                32768
SF          250.1300234 MHz
WDW                  EM
SSB                   0
LB                 0.30 Hz
GB                    0
PC                 1.00

Analysis number 337104
Compound Code HTS13968
Book Reference 600/38/2
Project Code QC-SCR
Chemist Name DaveC

1 Signature Appended
MIDAS Raw Prints: 296025



Openlynx Report - davec Page 1 
Sample: 5 Vial:1,2:E,2 ID:600/38/2
File:337104 Date:18-Mar-2011 Time:09:19:17
Description:1_HTS13968; 2_ Submitter:davec

Printed: Fri Mar 18 09:32:57 2011

Sample Report:

Sample 5  Vial 1,2:E,2 ID 600/38/2 File 337104 Date 18-Mar-2011 Time 09:19:17 Description 1_HTS13968; 2_

9.1e+0053: DAD: 215 Smooth (SG, 1x2)
(21)
83%

347.48
3.66

(3)
1%

0.31

0.00 1.00 2.00 3.00 4.00 5.00 6.00
Time0

100

%

Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
1 0.21 5e+001 0.07 0 1e+003
2 0.26 6e+002 0.98 0 2e+004
3 0.31 8e+002 1.29 0 4e+004
4 0.35 9e+002 1.32 0 2e+004
5 Found 0.53 1e+003 1.83 0 1e+004 347.48
6 0.88 4e+003 6.39 1 5e+003
9 1.85 2e+001 0.03 0 3e+002

10 1.91 6e+000 0.01 0 4e+001
11 2.08 4e+001 0.05 0 6e+002
12 2.11 4e+001 0.06 0 6e+002
13 2.37 1e+002 0.18 0 1e+003
14 2.60 2e+000 0.00 0
15 2.66 3e+001 0.04 0 5e+002
16 2.79 9e+001 0.14 0 1e+003
17 3.02 8e+001 0.12 0 6e+002
18 3.11 2e+001 0.04 0 4e+002
19 3.29 9e+000 0.01 0 2e+002
20 3.37 8e+000 0.01 0 2e+002
21 Found 3.66 5e+004 83.23 0 9e+005 347.48
22 Found 3.86 1e+002 0.23 0 3e+003 347.48
23 Found 3.97 4e+000 0.01 0 347.48
24 4.08 2e+001 0.03 0 4e+002
25 4.26 3e+002 0.40 0 3e+003
26 Found 4.37 6e+001 0.10 0 1e+003 347.48
27 4.52 2e+002 0.24 0 2e+003
28 4.71 3e+001 0.05 0 6e+002
29 4.82 1e+002 0.15 0 2e+003
30 4.90 4e+002 0.61 0 6e+003
31 4.98 7e+002 1.14 0 1e+004
32 5.13 2e+001 0.02 0 3e+002
33 5.24 8e+001 0.12 0 1e+003
34 5.34 1e+002 0.15 0 1e+003
35 Found 5.45 8e+001 0.13 0 1e+003 347.48
36 5.55 9e+001 0.13 0 1e+003
37 5.66 1e+002 0.21 0 2e+003
38 5.76 1e+002 0.20 0 1e+003
39 5.87 1e+002 0.16 0 2e+003
40 5.96 3e+001 0.05 0 4e+002
41 6.07 2e+001 0.03 0 3e+002
42 6.20 5e+000 0.01 0 2e+002
43 6.21 6e+000 0.01 0 2e+002
44 6.41 6e+000 0.01 0 1e+002
44 6.45 9e+000 0.01 0 1e+001

1 Signature Appended
MIDAS Raw Prints: 295971



Openlynx Report - davec Page 2 
Sample: 5 Vial:1,2:E,2 ID:600/38/2
File:337104 Date:18-Mar-2011 Time:09:19:17
Description:1_HTS13968; 2_ Submitter:davec

Printed: Fri Mar 18 09:32:57 2011

Sample Report (continued):

Peak ID Compound Time Mass Found
1 0.21

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
6.9e+002

 Combine (2:4-10:11)
214.02

135.00
191.07

215.04 263.07
408.17329.87

460.13 517.89 557.10
706.99600.45 732.53

Peak ID Compound Time Mass Found
2 0.26

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
4.1e+003

 Combine (3:5-11:12)
99.94

135.01 263.07198.99 391.81280.10 408.18

Peak ID Compound Time Mass Found
3 0.31

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
6.5e+003

 Combine (4:5-12:13)
99.94

113.97
199.00 263.08 391.77

Peak ID Compound Time Mass Found
4 0.35

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
3.2e+003

 Combine (4:6-13:14)
99.95

135.03 263.06176.03
389.83345.86 408.20

Peak ID Compound Time Mass Found
5 0.53

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
5.0e+002

 Combine (7:8-16:17)
128.84

104.16 191.94 256.08 526.61319.01 434.69349.67
600.69624.56 708.87731.67

Peak ID Compound Time Mass Found
6 0.88

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
4.5e+003

 Combine (12:13-(1:2+33:34))
214.02

113.96
135.00 218.97

259.96 361.92 498.94

1 Signature Appended
MIDAS Raw Prints: 295971



Openlynx Report - davec Page 3 
Sample: 5 Vial:1,2:E,2 ID:600/38/2
File:337104 Date:18-Mar-2011 Time:09:19:17
Description:1_HTS13968; 2_ Submitter:davec

Printed: Fri Mar 18 09:32:57 2011

Sample Report (continued):

Peak ID Compound Time Mass Found
7

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
8.3e+003

 Combine (15:17-53:54)
214.03

113.98
135.01 215.03 279.08

Peak ID Compound Time Mass Found
9 1.85

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
1.2e+004

 Combine (26:27-(18:19+35))
99.95

101.01

Peak ID Compound Time Mass Found
10 1.91

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
9.4e+003

 Combine (27:28-(20+36))
99.96

180.01100.99

Peak ID Compound Time Mass Found
11 2.08

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
7.8e+003

 Combine (29:31-(21:22+37:38))
99.96

193.07116.93

Peak ID Compound Time Mass Found
12 2.11

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
1.0e+004

 Combine (30:31-(22:23+39:40))
99.96

193.07116.93

Peak ID Compound Time Mass Found
13 2.37

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
1.2e+003

 Combine (33:35-(25:26+43:44))
99.96

190.99
104.91

214.99

234.85 307.09 370.94 654.59604.24436.72 534.79 712.12

1 Signature Appended
MIDAS Raw Prints: 295971



Openlynx Report - davec Page 4 
Sample: 5 Vial:1,2:E,2 ID:600/38/2
File:337104 Date:18-Mar-2011 Time:09:19:17
Description:1_HTS13968; 2_ Submitter:davec

Printed: Fri Mar 18 09:32:57 2011

Sample Report (continued):

Peak ID Compound Time Mass Found
14 2.60

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
1.9e+003

 Combine (37:38-(28:29+44:45))
99.96

178.95104.91
199.04 322.85 443.15385.01 687.49619.23526.90 732.27

Peak ID Compound Time Mass Found
15 2.66

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
3.9e+003

 Combine (37:39-(29:30+46:47))
99.95

147.98 178.95 239.15

Peak ID Compound Time Mass Found
16 2.79

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
1.8e+003

 Combine (39:41-(31:32+48:49))
99.94

179.99155.06 214.07
260.02306.06 393.09 489.69 598.63575.72 652.91

Peak ID Compound Time Mass Found
17 3.02

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
3.6e+003

 Combine (43:44-(33:34+51:52))
99.93

114.99
155.14 268.20 346.02 442.79 600.75

Peak ID Compound Time Mass Found
18 3.11

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
1.9e+003

 Combine (44:45-(36:37+53:54))
99.95

100.95
179.99 250.94 315.81 490.70358.85 443.95 659.07616.91569.75 704.49

Peak ID Compound Time Mass Found
19 3.29

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
6.0e+002

 Combine (46:48-(39+55:56))
99.93

224.01115.00
140.17 267.97 332.87 378.10

667.93428.83 623.56
578.86

710.98

1 Signature Appended
MIDAS Raw Prints: 295971



Openlynx Report - davec Page 5 
Sample: 5 Vial:1,2:E,2 ID:600/38/2
File:337104 Date:18-Mar-2011 Time:09:19:17
Description:1_HTS13968; 2_ Submitter:davec

Printed: Fri Mar 18 09:32:57 2011

Sample Report (continued):

Peak ID Compound Time Mass Found
20 3.37

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
4.3e+002

 Combine (48:49-(40:41+56:57))
267.97

176.16115.00
228.01

269.94
318.86 416.15 521.66440.75 623.62 710.91 740.68

Peak ID Compound Time Mass Found
21 Found 3.66 347.48

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
1.6e+005

 Combine (52:53-(43+61:62))
347.93

99.95
348.94

388.94 694.85

Peak ID Compound Time Mass Found
22 Found 3.86 347.48

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
1.1e+004

 Combine (55:56-(47:48+63:64))
347.93305.92

99.96
243.00189.99

348.93
388.93 556.28512.32 600.31 644.28

Peak ID Compound Time Mass Found
23 Found 3.97 347.48

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
4.2e+003

 Combine (56:58-(49:50+65:66))
347.90

99.95 305.94115.01 178.97 348.98
526.31482.25 570.31 658.32 702.35

Peak ID Compound Time Mass Found
24 4.08

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
1.3e+003

 Combine (58:59-(50:51+67))
526.28

82.91 482.29346.15114.99 327.12280.02 407.84

570.29
614.29

702.38 746.37

Peak ID Compound Time Mass Found
25 4.26

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
2.4e+003

 Combine (60:62-(52+69:70))
339.88

179.99158.03
338.03282.17

365.89
540.30463.01409.13

584.28
672.25688.43

1 Signature Appended
MIDAS Raw Prints: 295971



Openlynx Report - davec Page 6 
Sample: 5 Vial:1,2:E,2 ID:600/38/2
File:337104 Date:18-Mar-2011 Time:09:19:17
Description:1_HTS13968; 2_ Submitter:davec

Printed: Fri Mar 18 09:32:57 2011

Sample Report (continued):

Peak ID Compound Time Mass Found
26 4.37

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
1.1e+003

 Combine (62:63-(54:55+71))
365.88282.17

100.94 169.89
255.07

367.88 694.82497.02368.86 418.04
526.25

614.16 736.92

Peak ID Compound Time Mass Found
27 4.52

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
1.3e+003

 Combine (64:65-(56+74))
371.02

169.87128.91
188.95 339.34282.17

554.08
536.99377.80

452.03 554.95 690.42 739.08

Peak ID Compound Time Mass Found
28 4.71

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
1.1e+003

 Combine (67:68-(59:60+75:76))
100.94

676.85
169.92 375.93210.98 340.26 498.79456.12 590.45 627.77

719.41
720.40

Peak ID Compound Time Mass Found
29 4.82

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
2.1e+003

 Combine (68:70-(60:61+76:77))
676.83

391.18
371.04100.95 169.94

210.97 293.07
628.05

392.21 454.12
593.02556.30

677.83 739.80

Peak ID Compound Time Mass Found
30 4.90

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
1.5e+004

 Combine (69:71-(61:62+78:79))
391.19

82.90
189.99113.01 208.01 279.06 392.21 454.17

676.84628.04 719.40

Peak ID Compound Time Mass Found
31 4.98

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
1.6e+004

 Combine (70:72-(58:59+82:83))
391.1982.92

189.99154.09 208.01 279.08 392.21 454.17
676.84628.06

1 Signature Appended
MIDAS Raw Prints: 295971



Openlynx Report - davec Page 7 
Sample: 5 Vial:1,2:E,2 ID:600/38/2
File:337104 Date:18-Mar-2011 Time:09:19:17
Description:1_HTS13968; 2_ Submitter:davec

Printed: Fri Mar 18 09:32:57 2011

Sample Report (continued):

Peak ID Compound Time Mass Found
32 5.13

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
3.8e+003

 Combine (73:74-(65:66+81:82))
702.08

391.23291.99250.93189.99103.92 313.85 445.06 623.26552.14

703.10

706.07

Peak ID Compound Time Mass Found
33 5.24

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
2.3e+003

 Combine (74:76-(66:67+83))
82.90

391.17291.95250.92145.9783.89 676.84419.27
623.35552.00

703.08

Peak ID Compound Time Mass Found
34 5.34

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
3.2e+003

 Combine (76:77-(68+84:85))
82.90

536.02370.96332.97291.9583.93
169.99 447.28 721.58625.64

Peak ID Compound Time Mass Found
35 Found 5.45 347.48

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
3.4e+003

 Combine (77:79-(69:70+86:87))
82.90 536.02

347.93
250.94115.00 214.12 518.92

447.25376.90 537.02 721.50
651.35610.07 747.42

Peak ID Compound Time Mass Found
36 5.55

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
1.6e+004

 Combine (79:80-(71:72+87:88))
100.91

610.02347.94101.93
182.03198.03 328.18

370.99
444.99 536.08 721.41651.40 747.38

Peak ID Compound Time Mass Found
37 5.66

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
3.0e+004

 Combine (80:82-(72:73+89:90))
100.93

101.94
347.95242.06179.02 328.19 610.02 676.95 721.41

1 Signature Appended
MIDAS Raw Prints: 295971



Openlynx Report - davec Page 8 
Sample: 5 Vial:1,2:E,2 ID:600/38/2
File:337104 Date:18-Mar-2011 Time:09:19:17
Description:1_HTS13968; 2_ Submitter:davec

Printed: Fri Mar 18 09:32:57 2011

Sample Report (continued):

Peak ID Compound Time Mass Found
38 5.76

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
2.4e+004

 Combine (81:83-67:68)
100.94

242.07179.02107.93
347.95328.18 570.28526.27391.13 614.32 658.30 746.36

Peak ID Compound Time Mass Found
39 5.87

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
8.3e+003

 Combine (83:85-(75:76+92:93))
100.93

179.02107.92
242.09

570.30347.95328.19 526.30370.96 482.31
614.32

658.37 746.41

Peak ID Compound Time Mass Found
40 5.96

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
4.0e+003

 Combine (85:86-77:78)
242.08100.93179.02

239.12 526.30482.28279.06 327.08 438.16

570.30
614.31 702.32 746.37

Peak ID Compound Time Mass Found
41 6.07

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
2.9e+003

 Combine (86:88-78:79)
242.07111.96 179.01 526.28482.27279.02 327.05 439.30

614.32
702.31 732.36

Peak ID Compound Time Mass Found
42 6.20

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
1.4e+003

 Combine (88:89-80:81)
526.28113.98

121.95 189.03 242.08 512.29291.91
468.26421.33

570.28
614.31 682.33 733.01

Peak ID Compound Time Mass Found
43 6.21

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
1.4e+003

 Combine (88:90-81:82)
113.98

526.27121.97 189.06 496.24250.92
291.94 438.29

614.33
682.37 702.26

1 Signature Appended
MIDAS Raw Prints: 295971



Openlynx Report - davec Page 9 
Sample: 5 Vial:1,2:E,2 ID:600/38/2
File:337104 Date:18-Mar-2011 Time:09:19:17
Description:1_HTS13968; 2_ Submitter:davec

Printed: Fri Mar 18 09:32:57 2011

Sample Report (continued):

Peak ID Compound Time Mass Found
44 6.41

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

1:MS ES+ 
3.8e+002

 Combine (92:93-84:85)
109.94 189.06

123.99
540.33293.06

230.16 498.41
364.12387.74

615.33
612.27 739.20639.27

Peak ID Compound Time Mass Found
1 0.21

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
3.0e+002

 Combine (2:3-10:11)
220.02

112.80
142.93166.15 733.87393.40274.63 293.85 458.07 706.68

626.37554.61508.16

Peak ID Compound Time Mass Found
2 0.26

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
4.2e+002

 Combine (3:4-11:12)
212.00101.85

116.81
156.91 248.60 474.62299.07 418.12392.88 598.72528.20 626.03 706.69 733.94

Peak ID Compound Time Mass Found
3 0.31

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
3.4e+002

 Combine (3:5-11:12)
220.04101.85

156.90 248.73 303.80 623.06474.63379.02 458.20 576.25 677.06 706.70

Peak ID Compound Time Mass Found
4 0.35

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
7.6e+002

 Combine (4:5-13)
112.82

220.06116.73
240.31 432.52347.98 476.05 616.81561.04 667.27 724.89

Peak ID Compound Time Mass Found
5 Found 0.53 347.48

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
4.5e+001

 Combine (6:8-16:17)
117.10 250.90

138.24
356.64283.22

443.13 538.63 695.24582.98 740.65

1 Signature Appended
MIDAS Raw Prints: 295971



Openlynx Report - davec Page 10 
Sample: 5 Vial:1,2:E,2 ID:600/38/2
File:337104 Date:18-Mar-2011 Time:09:19:17
Description:1_HTS13968; 2_ Submitter:davec

Printed: Fri Mar 18 09:32:57 2011

Sample Report (continued):

Peak ID Compound Time Mass Found
6 0.88

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
4.8e+002

 Combine (11:13-(1:2+33))
212.0094.80

174.86 213.04
328.94 428.26351.80 597.57451.26 550.87 668.85 700.84747.81

Peak ID Compound Time Mass Found
8

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
1.3e+003

 Combine (24:26-(3:4+38:39))
94.80

112.83
222.85246.86 328.19

Peak ID Compound Time Mass Found
9 1.85

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
5.4e+002

 Combine (25:27-(18+34:35))
100.87

211.98
140.83156.85 222.84 292.72 434.14356.77 696.52656.41562.33471.55 734.83

Peak ID Compound Time Mass Found
10 1.91

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
6.2e+002

 Combine (26:28-(19:20+35:36))
94.79

140.84
222.84 248.90 408.64306.83 531.34500.51 656.19578.86 688.61

Peak ID Compound Time Mass Found
11 2.08

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
8.0e+002

 Combine (29:30-(20:21+37))
101.86

122.84
248.87 276.97 344.88 419.66 452.63 618.88497.07 680.25

Peak ID Compound Time Mass Found
12 2.11

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
2.1e+002

 Combine (29:30-(22+39))
246.89

112.79
158.88174.87 256.82

402.52344.88 680.25492.22 618.88593.43 714.52

1 Signature Appended
MIDAS Raw Prints: 295971



Openlynx Report - davec Page 11 
Sample: 5 Vial:1,2:E,2 ID:600/38/2
File:337104 Date:18-Mar-2011 Time:09:19:17
Description:1_HTS13968; 2_ Submitter:davec

Printed: Fri Mar 18 09:32:57 2011

Sample Report (continued):

Peak ID Compound Time Mass Found
13 2.37

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
3.2e+002

 Combine (33:34-(24:25+42:43))
112.81

246.89184.89 262.80 330.79 403.79 520.07421.99 708.47548.34
636.91 738.61

Peak ID Compound Time Mass Found
14 2.60

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
1.1e+002

 Combine (36:37-(28:29+44:45))
227.0892.83 206.86 380.69246.92

268.71 404.50 456.80 517.85 543.02 691.11582.46 736.09

Peak ID Compound Time Mass Found
15 2.66

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
1.8e+002

 Combine (37:38-(29:30+45:46))
227.14100.87

212.00 380.60265.22 337.74 430.76 456.91 543.12 665.49621.40 711.58 731.60

Peak ID Compound Time Mass Found
16 2.79

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
4.1e+002

 Combine (39:40-(30:31+48))
94.79

241.09
156.80 310.92 407.77359.45 480.45 608.39551.88 666.90682.79 740.50

Peak ID Compound Time Mass Found
17 3.02

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
7.4e+002

 Combine (42:44-(33+51))
255.13

101.85

222.84156.85 281.10 306.79 416.92 436.80 494.76 546.71 716.68594.65

Peak ID Compound Time Mass Found
18 3.11

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
8.9e+002

 Combine (43:45-(36+52:53))
101.85

281.08255.15211.99160.88 322.59 384.34 530.87454.80 652.01560.00 692.32

1 Signature Appended
MIDAS Raw Prints: 295971



Openlynx Report - davec Page 12 
Sample: 5 Vial:1,2:E,2 ID:600/38/2
File:337104 Date:18-Mar-2011 Time:09:19:17
Description:1_HTS13968; 2_ Submitter:davec

Printed: Fri Mar 18 09:32:57 2011

Sample Report (continued):

Peak ID Compound Time Mass Found
19 3.29

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
6.9e+002

 Combine (46:47-(38:39+54:55))
283.17101.85

112.81
246.90222.84 284.25

369.63 470.19 519.68 589.31635.76 718.09

Peak ID Compound Time Mass Found
20 3.37

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
2.4e+002

 Combine (47:49-(39:40+55:56))
112.80

283.17140.84 255.27
365.99412.17 590.90533.37470.21 644.64 726.06

Peak ID Compound Time Mass Found
21 3.66

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
1.2e+003

 Combine (51:53-(42:43+60:61))
248.86

112.81
184.92 407.83

345.79262.87

Peak ID Compound Time Mass Found
22 3.86

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
3.8e+002

 Combine (54:56-(46:47+63:64))
101.83

144.90 213.03 356.87311.63 384.79 453.21 599.92519.24 641.76
715.21 742.52

Peak ID Compound Time Mass Found
23 3.97

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
7.8e+002

 Combine (56:57-(48:49+64:65))
101.83

122.83
246.88174.93 416.77356.86297.28 581.66538.07441.29 641.96665.17 723.72

Peak ID Compound Time Mass Found
24 4.08

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
1.1e+002

 Combine (57:59-(49:50+66:67))
96.77

296.10132.87 150.92228.80 398.52374.87
416.95 723.67499.66 569.15 612.45 748.82

1 Signature Appended
MIDAS Raw Prints: 295971



Openlynx Report - davec Page 13 
Sample: 5 Vial:1,2:E,2 ID:600/38/2
File:337104 Date:18-Mar-2011 Time:09:19:17
Description:1_HTS13968; 2_ Submitter:davec

Printed: Fri Mar 18 09:32:57 2011

Sample Report (continued):

Peak ID Compound Time Mass Found
25 4.26

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
4.2e+002

 Combine (60:61-(51:52+69:70))
101.84

132.88 222.85
239.00 432.85368.13291.18 608.28469.10

559.85 721.45657.42 742.45

Peak ID Compound Time Mass Found
26 Found 4.37 347.48

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
1.4e+002

 Combine (61:63-(54:55+70:71))
101.84 280.11206.90 345.87

284.42 386.79 416.01 532.81455.04 621.82 717.46638.68 737.54

Peak ID Compound Time Mass Found
27 4.52

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
2.3e+002

 Combine (64:65-(55:56+73:74))
122.84

140.83 239.00
158.89 246.87 598.98324.10 376.78 462.91 551.12 690.75 720.83

Peak ID Compound Time Mass Found
28 4.71

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
5.2e+002

 Combine (66:68-(58:59+75))
101.83

246.87140.86
446.60396.98356.64280.20 516.65 608.58 674.37 718.03

Peak ID Compound Time Mass Found
29 4.82

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
3.7e+002

 Combine (68:69-(60+76:77))
140.86

674.94246.88184.92 312.80 378.37 674.17430.31 496.98 514.95 593.08 676.68 733.13

Peak ID Compound Time Mass Found
30 4.90

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
2.9e+002

 Combine (69:70-(61:62+77:78))
674.86140.84 184.92 246.89 312.80

250.90 409.08 426.94 574.47504.81 611.61
675.94

726.10

1 Signature Appended
MIDAS Raw Prints: 295971



Openlynx Report - davec Page 14 
Sample: 5 Vial:1,2:E,2 ID:600/38/2
File:337104 Date:18-Mar-2011 Time:09:19:17
Description:1_HTS13968; 2_ Submitter:davec

Printed: Fri Mar 18 09:32:57 2011

Sample Report (continued):

Peak ID Compound Time Mass Found
31 4.98

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
2.5e+002

 Combine (70:71-(62:63+79:80))
184.88140.85

80.09
246.88

675.23640.01440.59356.77307.77 505.07 576.73
708.99

Peak ID Compound Time Mass Found
32 5.13

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
8.4e+002

 Combine (72:74-(64:65+81))
212.00

80.10
140.86

621.35246.86 280.19 398.67 441.78511.53 675.92 705.71

Peak ID Compound Time Mass Found
33 5.24

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
1.7e+003

 Combine (74:75-(66+82:83))
212.02

140.85 228.96
441.80391.13272.87 678.00

Peak ID Compound Time Mass Found
34 5.34

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
4.2e+003

 Combine (75:77-(67:68+84:85))
94.80

212.00101.86
205.04 213.06 280.24

Peak ID Compound Time Mass Found
35 5.45

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
9.4e+003

 Combine (77:78-(69:70+85:86))
94.78

211.98101.84 255.11

Peak ID Compound Time Mass Found
36 5.55

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
1.7e+004

 Combine (78:80-(70:71+87))
94.77

95.87 211.99 238.95

1 Signature Appended
MIDAS Raw Prints: 295971



Openlynx Report - davec Page 15 
Sample: 5 Vial:1,2:E,2 ID:600/38/2
File:337104 Date:18-Mar-2011 Time:09:19:17
Description:1_HTS13968; 2_ Submitter:davec

Printed: Fri Mar 18 09:32:57 2011

Sample Report (continued):

Peak ID Compound Time Mass Found
37 5.66

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
2.4e+004

 Combine (80:81-(72+88:89))
94.79

116.75
222.94238.96 312.95

Peak ID Compound Time Mass Found
38 5.76

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
2.1e+004

 Combine (81:83-(73:74+90:91))
94.79

117.80164.95 222.95 312.96

Peak ID Compound Time Mass Found
39 5.87

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
4.8e+004

 Combine (83:84-(75:76+92))
248.87

116.76
117.82 249.93

Peak ID Compound Time Mass Found
40 5.96

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
1.5e+005

 Combine (84:86-77)
248.86

112.81 132.85 249.94

Peak ID Compound Time Mass Found
41 6.07

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
1.9e+005

 Combine (86:88-70:71)
248.86

116.75132.84 249.95

Peak ID Compound Time Mass Found
42 6.20

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
1.5e+005

 Combine (87:89-80)
248.87

132.85 249.94

1 Signature Appended
MIDAS Raw Prints: 295971



Openlynx Report - davec Page 16 
Sample: 5 Vial:1,2:E,2 ID:600/38/2
File:337104 Date:18-Mar-2011 Time:09:19:17
Description:1_HTS13968; 2_ Submitter:davec

Printed: Fri Mar 18 09:32:57 2011

Sample Report (continued):

Peak ID Compound Time Mass Found
43 6.21

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
1.4e+005

 Combine (88:89-80:81)
248.87

132.85 249.93

Peak ID Compound Time Mass Found
44 6.41

100.00 200.00 300.00 400.00 500.00 600.00 700.00
m/z0

100

%

2:MS ES- 
6.5e+004

 Combine (91:92-84:85)
248.88

132.86 249.93

1 Signature Appended
MIDAS Raw Prints: 295971




